:Volume-temperature curve of methanol. Solid methanol was used as the initial structure at 0K 14 , which contains 96 atoms (16 molecules). Standard NTP ensemble was used in the MD simulation.
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As temperature rising, the volume gradually increases and the gradient of the volume-temperature curve is changed as shown in Fig.S1 . Those points correspond to the melting and boiling temperatures in the present simulation. The simulated melting and boiling temperatures are consistent to experiment very well.
Liquid (exp.)
176K~338K
